the Slater type function a much higher value is obtained 4 : 16.93 eV. All these values are much higher than the empirical one ~ 11 eV. It is expected that the value of the two-center integral with Slater function is inappropriate at large distances. On the contrary the value calculated with atomic Hartree-Fock function or a near Hartree-Fock one is close to the unknown real value.
The one-center integral (pp/pp) using double-zeta function 3 (2p) for the C atom was evaluated with the standard technique 4 . The value obtained (pp/pp) = 15.74 eV is in good agreement with the Hartree-Fock value 15.25 eV found by Bagus (quoted in ref. 5 ). With 1 J. W. RICHARDSON, J. Chem. Phys. 35,1829 [1961 .
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the Slater type function a much higher value is obtained 4 : 16.93 eV. All these values are much higher than the empirical one ~ 11 eV. It is expected that the value of the two-center integral with Slater function is inappropriate at large distances. On the contrary the value calculated with atomic Hartree-Fock function or a near Hartree-Fock one is close to the unknown real value.
We have calculated the two-center integral for C atoms at a distance of 3.25 Ä which is the largest distance tabulated by ROOTHAAN 6 using the Slater function. The integral was evaluated using the Gaussian transform method 7 and the result is (pp/pp) = 1.07 eV as compared with 4.42 eV obtained with the Slater function.
The difference is extremely large and presents a strong support for the two-center integrals with doublezeta functions as appropriate for calculations in semiempirical methods.
The numerical calculations we made on the computer Zuse-23 of the University of Ljubljana. Benzol bei Zimmertemperatur. Für die Untersuchungen wurde das V a r i a n DA-60 Kernresonanzspektrometer mit Feld-Frequenz-Stabilisierung und der G e -
